Key indicators: single-crystal X-ray study; T = 100 K; mean (C-C) = 0.003 Å; R factor = 0.024; wR factor = 0.057; data-to-parameter ratio = 16.1.
In the title compound, C 24 H 21 BrO 3 , the central bromomethoxybenzene ring forms dihedral angles of 63.6 (1) and 60.3 (1) with the terminal phenyl rings, while the angle between the two phenyl rings is 25.8 (1) . The crystal structure is stabilized by weak C-HÁ Á ÁBr and C-HÁ Á ÁO hydrogen bonds, and C-HÁ Á Á andstacking [centroid-centroid distance = 3.910 (3) Å ] interactions.
Related literature
For 1,5-diketones, see: Hirsch & Bailey (1978) . For related structures, see: Das et al. (1994) ; He et al. (2008) ; Li et al. (2008); Teh et al. (2006) . For a description of the Cambridge Structural Database, see: Allen (2002 Refinement R[F 2 > 2(F 2 )] = 0.024 wR(F 2 ) = 0.057 S = 1.00 4094 reflections 254 parameters H-atom parameters constrained Á max = 0.34 e Å À3 Á min = À0.36 e Å À3 Table 1 Hydrogen-bond geometry (Å , ).
Cg1 is the centroid of the C31-C36 ring. 3-(3-Bromo-4-methoxyphenyl)-1,5-diphenylpentane-1,5-dione G. Dutkiewicz, C. S. Chidan Kumar, H. S. Yathirajan, B. Narayana and M. Kubicki Comment 1,5-Diketones are important synthetic intermediates and starting materials in the synthesis of many heterocyclic compounds (e.g., Hirsch & Bailey, 1978) . The related 3-aryl-derivatives of 1,5-diarylopentano-1,5-dione can be also regarded, due to the conformational flexibility and the relative easiness of introducing different substituents, as an interesting group of compounds for studying the factors influencing molecular conformation and intermolecular interactions. Several structures have been already determined, for instance the non-substituted 1,3,5-triphenyl-1,5-pentanedione (Das et al., 1994) , 3-(4-dimethylaminophenyl)-1,5-diphenylpentane-1,5-dione (He et al., 2008) or 1,5-bis(4-chlorophenyl)-3-(2,5dimethoxyphenyl)pentane-1,5-dione (Teh et al., 2006) . We present here the crystal structure of another simple 1,5-diphenyl-1,5-diketone derivative, 3-(3-bromo-4-methoxyphenyl)-1,5-diphenylpentane-1,5-dione (I, Scheme 1).
The overall conformation of (I) might be described by the dihedral angles between the approximately planar aromatic fragments. The bromomethoxybenzene ring (A, Fig. 1 ) in (I) forms dihedral angles of 63.6 (1) and 60.3 (1)° with the terminal phenyl rings B and C, respectively, and the rings B and C, in turn, make the dihedral angle of 25.8 (1)°. In the similar structures found in the Cambridge Crystallographic Database (Allen, 2002) there is no clear preference for any type of overall conformation, the dihedral angles cover wide range of values. The same is true for the conformation of the central C 5 -chain which can be almost extended [as for instance in 1,5-bis(4-bromophenyl)-3-phenyl-pentane-1,5-dione; Li et al., 2008] , or is more folded as in (I), where the torsion angles along the C 5 chain are -70.7 (2), 174.7 (2), -74.4 (2) and 179.9 (1)°.
The common feature for all similar structures, also observed in (I), is the coplanarity of the keto-O atoms with the adjacent phenyl rings. In (I) the deviations from the mean planes are 0.152 (3) Å for O1 and 0.050 (3) Å for O5.
In the crystal structure there is a weak C13-H13···Br33(1+x, y, z) contact [H···Br distance 2.81 (2) Å, C-H···Br angle 143 (2)°] that links molecules into infinite chains along the x direction. Two weak C-H···O contacts, C35-H35···O1(x, 1+y, z) and C36-H36···O5(2-x, 0.5+y, 0.5-z), with H···O distances of 2.37 and 2.56 Å, respectively, link molecules into infinite chains along the y direction. An additional weak C-H···π contact [C54-H54···Cg1(x, 0.5-y, 0.5+z); Cg1 is the centroid of ring A] and a π-π stacking interaction between rings B and C stabilize the packing. For this latter interaction, the centroid-centroid distance is 3.910 (3) Å, an interplanar distance is 3.505 Å with a relatively large offset (the overlap is partial only) -1.73 Å.
Experimental Acetophenone (2.40 g, 0.02 mol) was mixed with 3-bromo-4-methoxybezaldehyde (2.15 g, 0.01 mol) and dissolved in ethanol (50 ml). To this, 5 ml of KOH (50%) was added. The reaction mixture was stirred for 8 hours. The resulting crude solid was filtered, washed successively with distilled water and finally recrystallized from ethanol (95%) to give the pure compound. Crystals suitable for X-ray diffraction studies were grown by slow evaporation of an acetone solution (m.p.
K).
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Refinement
The H atoms were placed in idealized positions and constrained to ride on their parent atoms, with C-H = 0.95 Å with U iso (H) = 1.2U eq (C) for phenyl hydrogen; 0.98 Å with U iso (H) = 1.5U eq (C) for CH 3 group; 0.99 Å with U iso (H) = 1.2U eq (C) for CH 2 group; 1.00 Å with U iso (H) = 1.2U eq (C) for CH group. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > 2σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) 
0.0172 (9) 0.0083 (8) 0.0187 (9) 0.0011 (7) 0.0057 (7) −0.0009 (7) O1 0.0261 (7) 0.0242 (7) 0.0172 (7) −0.0093 (6) 0.0099 (5) −0.0017 (6) C2 0.0119 (8) 0.0158 (9) 0.0136 (9) −0.0011 (7) 0.0052 (7) −0.0013 (7) C3 0.0104 (8) 0.0148 (8) 0.0149 (9) −0.0019 (7) 0.0046 (7) −0.0002 (7) C4 0.0133 (8) 0.0162 (9) 0.0144 (9) 0.0002 (8) 0.0041 (7) 0.0009 (8) O5
0.0147 (6) 0.0265 (7) 0.0168 (6) 0.0010 (6) 0.0056 (5) 0.0000 (5) C5 0.0168 (9) 0.0110 (8) 0.0162 (9) −0.0015 (7) 0.0055 (7) 0.0010 (7) C11 0.0162 (9) 0.0073 (8) 0.0202 (9) 0.0018 (7) 0.0034 (7) 0.0000 (7) C12 0.0156 (9) 0.0141 (9) 0.0254 (10) 0.0021 (8) 0.0047 (7) 0.0020 (8) (7) −0.0010 (7) C33 0.0068 (8) 0.0161 (9) 0.0142 (9) −0.0004 (7) 0.0020 (6) 0.0055 (7) Br33 0.00941 (9) 0.01879 (10) 0.03102 (11) −0.00150 (8) 0.00730 (7) −0.00147 (9) O34 0.0175 (6) 0.0152 (6) 0.0267 (7) 0.0022 (5) 0.0098 (5) −0.0034 (5) C34 0.0131 (8) 0.0156 (8) 0.0131 (9) 0.0035 (8) 0.0040 (7) 0.0037 (7) C35 0.0157 (8) 0.0118 (8) 0.0150 (9) −0.0011 (8) 0.0028 (7) −0.0003 (7) C36 0.0094 (8) 0.0177 (9) 0.0141 (9) −0.0036 (7) 0.0028 (7) 0.0021 (7) C51 0.0200 (9) 0.0114 (9) 0.0152 (9) −0.0009 (7) 0.0050 (7) −0.0003 (7) Hydrogen-bond geometry (Å, °) Cg1 is the centroid of the C31-C36 ring. 
